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half of the designs fail during synthesis
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Single-step reaction prediction

Main approaches:

• end-to-end → e.g. unconstrained Transformer

• symbolic → e.g. predicting the graph edit
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Single-step prediction: going end-to-end

+GQA, RMSNorm, SwiGLU...
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Single-step prediction: going symbolic

+ template encoder & localization
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Symbolic template-based model

End-to-end transformer
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Questions

We believe deep learning will have a 

transformational impact on the natural sciences

To learn more about Microsoft Research AI for 

Science, visit aka.ms/AI4Science

http://aka.ms/AI4Science
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